Bromine (2.5 mL) was added into the solution of formononetin (1.0 g) in methanol (100 mL)with stirring and refluxed for 10 min and cooled at room temperature. Then, it was poured into water (200 mL), white precipitate begantoappear. The precipitate was filtered and washed with water until the pHof the filtrate was7. On recrystallization from methanol, single crystals of the title compound suitable for X-ray diffraction were obtained by slow evaporation after7d(m.p. 509-510 K).
Discussion
Formononetin(4 ¢ -methoxy-7-hydroxyisoflavone), asaneffective principalofsoybeanisoflavone, displays awide range of biological activities, such as antioxidant [1] , inhibiting cardiovascular disease [2, 3] and balancing women's hormone [4] . Halogenated isoflavones and isoflavanones are considered potential benzodiazepine receptor ligands [5, 6] . The title compound is abrominated addition derivative of formononetin and has potential medical applications. The title molecule is composed of three rings, ahydroxyl group, three methoxyl groups and three bromine atoms (figure, top). The rings include two phenyl rings, A (C4 ® C9) and B (C10® C15), and aheterocycle C(C1 ® C4/C9/O2). The ring Cowns ahalf-chair configuration, four atoms, C3 ® C4/C9/O2, being essentially planar with the meandeviations from the least-squares plane of 0.0003 Å. The ring C is also coplanar with the corresponding fused A, the dihedral angle being 1.4(2)°. C1 and C2 are on the upside and downside of the least-squares plane, respectively. Two methoxyl groups atC1and C2are on the different side of ring Cwith the torsion angle O5-C1-C2-O4of177.1(2)°, which suggests the two methoxyl groups adopt an anti-coplanarconfiguration. There are two kinds of hydrogen bonds which link the molecules of the title compound into alayer. The carbonyl oxygen atom accepts proton from the adjacent molecule to form the hydrogen bond O1-H1···O3(½-x ,½+y ,½-z ), which link the molecules into aninfinite zig-zagchain. The zig-zagchain is further extended into a layer by supramolecular synthons R 2 2 (12) [7] , which are determined by pairs of C1-H2···Br2(1-x ,2-y ,1-z )hydrogen bonds. In addition, C-H···p hydrogen bonds exist in crystalstructure of the title compound (figure, bottom). Atom C18 acts ashydrogen bond donor, viaaxialatom H18Ato ring Ain the molecule at1+ x , y , z , with aH···centroid distance of 2.980 Å.C-H···p hydrogen bonds crosslink the layers and a three-dimensional network is generated. 
